. Summary of the primary structure based on Rietveld refinements of Ba 2 CuO 4-y from powder X-ray diffraction patterns at room temperature. The abbreviations of R wp & R p & χ 2 correspond to weight profile reliability factor, profile reliability factor, and match factor, respectively. U iso is the isotropic atomic displacement parameter.
Band structure of Ba 2 CuO 4
To get some insight, the electronic energy band structure calculation in the local-density-approximation (LDA) is performed for an ideal Ba 2 CuO 4 (nominal valence is Cu 4+ (3d 7 )) with the same lattice parameters as those of the present cuprate, a = 4.003 Å and c = 12.94 Å (d A = 1.86 Å). The calculated band structure is displayed in 
